Key indicators: single-crystal X-ray study; T = 102 K; mean (C-C) = 0.002 Å; R factor = 0.024; wR factor = 0.063; data-to-parameter ratio = 14.6.
Experimental
Crystal data C 11 H 8 Cl 2 O 2 M r = 243.07 Orthorhombic, P2 1 2 1 2 1 a = 7.0597 (4) Å b = 11.1343 (7) Å c = 12.6756 (8) Å V = 996.36 (11) Å 3 Z = 4 Mo K radiation = 0.62 mm À1 T = 102 K 0.58 Â 0.36 Â 0.18 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.680, T max = 0.894 8562 measured reflections 2341 independent reflections 2278 reflections with I > 2(I) R int = 0.018 Refinement R[F 2 > 2(F 2 )] = 0.024 wR(F 2 ) = 0.063 S = 1.10 2341 reflections 160 parameters Only H-atom coordinates refined Á max = 0.43 e Å À3 Á min = À0.20 e Å À3 Absolute structure: Flack (1983) , 952 Friedel pairs Flack parameter: 0.04 (5) Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT-Plus (Bruker, 2007) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: XU2480). Fig. 1 . The molecular structure of the title compound. Displacement ellipsoids are shown at the 50% probability level and H atoms are shown as spheres of arbitrary size. Refinement. Data were collected by measuring three sets of exposures with the detector set at 2θ = 29°, crystal-to-detector distance 6.00 cm. Refinement of F 2 against ALL reflections.
Figures
(1S,5R)-1-(3,4-dichlorophenyl)-3-oxabicyclo[3.1.0]hexan-2-oneR[F 2 > 2σ(F 2 )] = 0.024 w = 1/[σ 2 (F o 2 ) + (0.0387P) 2 + 0.112P] where P = (F o 2 + 2F c 2 )/3 wR(F 2 ) = 0.063 (Δ/σ) max =
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.76710 (6) (7) 0.0165 (7) 0.0021 (6) 0.0009 (6) 0.0023 (6) C2 0.0203 (7) 0.0157 (7) 0.0126 (7) 0.0001 (6) −0.0008 (6) 0.0010 (6) C3 0.0216 (7) 0.0158 (7) 0.0175 (8) −0.0008 (6) 0.0022 (6) 0.0030 (6) C4 0.0186 (7) 0.0153 (6) 0.0120 (6) −0.0015 (6) −0.0015 (5) 0.0013 (5) C5 0.0255 (8) 0.0142 (6) 0.0176 (7) −0.0050 (6) 0.0003 (6) −0.0004 (5) C6 0.0142 (6) 0.0156 (6) 0.0165 (6) −0.0012 (6) −0.0012 (6) 0.0015 (5) C7 0.0194 (7) 0.0192 (6) 0.0137 (6) −0.0003 (7) −0.0009 (6) 0.0018 (5) C8 0.0179 (7) 0.0194 (6) 0.0176 (6) 0.0010 (7) −0.0016 (6) −0.0029 (5) C9 0.0157 (6) 0.0129 (6) 0.0215 (7) −0.0006 (6) −0.0034 (6) 0.0003 (5) C10 0.0140 (7) 0.0171 (6) 0.0153 (6) −0.0010 (6) −0.0019 (6) 0.0045 (5) C11 0.0154 (7) 0.0168 (6) 0.0144 (6) −0.0012 (6) −0.0010 (6) 0.0003 (5) Geometric parameters (Å, °) (17) 
